The DNA project has developed reliable automation for data collection and processing of macromolecular diffraction data. DNA consists of a number of separate modules, to abstract the beamline control, data processing, analysis and decision making, unified by a common communication standard. This has lead to a highly portable system, which is currently operating at the ESRF, SRS, EMBL Hamburg and NSLS.
The e-HTPX project aims to provide remote access to the entire protein crystallography pipeline through a standard web interface. This has been achieved by contribution to existing efforts, including the DNA project [1] and CCP4 [2], as well as development of new tools, including XIA [3] and Mr. BUMP. Web service (SOAP) interfaces to all of the key stages have been provided, as well as a single portal to unify the workflow into a ''1-stop shop'' for PX.
To provide this kind of services, there are three main areas of development work needed. Firstly, it is essential to provide a simple but powerful and intuitive interface to the flow. Secondly, it is helpful to instill ''expertise'' in the services, so that the user need only specify their requirements rather than micro-managing the entire process. Finally, development of the technologies, both at the end points to provide sufficient computing resources and in the distributed transactions (flexible data model, robust communications), is imperative, since the end user will anticipate 100% reliability. The challenges and solutions we have found will be described.
The development audience for e-HTPX has included academic and commercial groups, from low and high throughput laboratories. e-HTPX is an e-Science Pilot Project funded by the BBSRC.
